Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.004 Å; R factor = 0.062; wR factor = 0.155; data-to-parameter ratio = 18.7.
In the title thiosemicarbazone derivative, C 9 H 10 N 4 OSÁH 2 O, intramolecular N-HÁ Á ÁN hydrogen bonds result in the formation of two nearly coplanar five-and six-membered rings, which are also almost coplanar with the adjacent phenyl ring. The oxime group has an E configuration and is involved in intermolecular O-HÁ Á ÁO hydrogen bonding as a donor. In the crystal structure, intramolecular O-HÁ Á ÁS and N-HÁ Á ÁN and intermolecular O-HÁ Á ÁO and N-HÁ Á ÁS hydrogen bonds generate edge-fused R 2 2 (8) and R 4 1 (11) ring motifs. The hydrogen-bonded motifs are linked to each other to form a three-dimensional supramolecular network.
Related literature
For general backgroud, see: Lukevics et al. (1995) ; Liberta & West (1992) ; Hagenbach & Gysin (1952) ; Jones et al. (1965) ; Brockman & Thomson (1956) ; Klayman et al. (1979) ; Petering & van Giesen (1966) ; Sevagapandian et al. (2000) ; Forman (1964) ; Holan et al. (1984) ; Balsamo et al. (1990) ; Marsman et al. (1999) ; Karle et al. (1996) ; Etter et al. (1990) ; Chertanova et al. (1994) ; Bernstein et al. (1995) 
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Farrugia, 1997) and PLATON (Spek, 2003) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
2-Hydroxyimino-1-phenylethanone thiosemicarbazone monohydrate N. Sarikavakli, I. Babahan, E. Sahin and T. Hökelek
Comment
Thiosemicarbazones are derivatives of carbonyl compounds and they have a wide range of biological activities, depending on the parent aldehyde or ketone (Lukevics et al., 1995; Liberta & West, 1992) . Some of the thiosemicarbazone derivatives have antitumour (Hagenbach & Gysin, 1952) , antiviral (Jones et al., 1965 ), antileukaemic (Brockman & Thomson, 1956 and antimalarial (Klayman et al., 1979) activities. Thus, some of them have been used as drugs and have the ability to form complexes (Petering & van Giesen, 1966) .
Oxime and dioxime derivatives are very important compounds in the chemical industry and medicine (Sevagapandian et al., 2000) . They have a broad pharmacological activity spectrum, encompassing antibacterial, antidepressant and antifungal activities (Forman, 1964; Holan et al., 1984; Balsamo et al., 1990) . The oxime (-C=N-OH) moiety is potentially ambidentate, with possibilities of coordination through nitrogen and/or oxygen atoms. It is a functional group that has not been extensively explored in crystal engineering. In the solid state, oximes are usually associated via O-H···N hydrogen bonds of length 2.8 Å.
Oxime groups possess stronger hydrogen-bonding capabilities than alcohols, phenols, and carboxylic acids (Marsman et al., 1999) , in which intermolecular hydrogen bonding combines moderate strength and directionality (Karle et al., 1996) in linking molecules to form supramolecular structures; this has received considerable attention with respect to directional noncovalent intermolecular interactions (Etter et al., 1990) .
The structures of some oxime and dioxime derivatives have been determined in our laboratory, including those of (Hökelek, Zülfikaroğlu & Batı, 2001) Hökelek et al., 2004] , Hökelek et al., 2004a], N-(3-chloro-4-methylphenyl et al., 2007] . The structure determination of the title compound, (I), a thiosemicarbazone derivative with one 2-hydroxyimino −1-phenyl-ethanone, one thiosemicarbazone moieties and one uncoordinated water molecule, was carried out in order to investigate the strength of the hydrogen bonding capability of the oxime and thiosemicarbazone groups and to compare the geometry of the oxime moiety with the previously reported ones.
In the molecule of the title compound, (I), (Fig. 1 ) the bond lengths (Allen et al., 1987) and angles are generally within normal ranges. Ring A (C1-C6) is, of course, planar. The intramolecular N-H···N hydrogen bonds (Table 1) [C7-C8-N1-O1 177.1 (2)°; Chertanova et al., 1994] . In this configuration, the oxime groups are involved as donors in O-H···O intermolecular hydrogen bondings (Table 1 ).
In the crystal structure, intramolecular O-H···S and N-H···N and intermolecular O-H···O and N-H···S hydrogen bonds (Table 1) generate edge-fused R 2 2 (8) and R 4 1 (11) ring motifs (Fig. 2) (Bernstein et al., 1995) . The hydrogen bonded motifs are linked to each other to form a three dimensional network (Fig. 3) . The intra-and intermolecular hydrogen bonds seem to be effective in the stabilization of the crystal structure.
Experimental
The title compound was prepared according to the literature method (El-Shazly et al., 2005) . 2-Isonitrosoacetophenone (149 mg, 1 mmol) was reacted with thiosemicarbazide (91 mg, 1 mmol) in ethanol-water mixture (1:1) by refluxing for 24 h. Then, a few drops of glacial acetic acid were added. The formed precipitate was filtered and recrystallized from ethanol to obtain yellow crystals (yield: 155 mg, 70%). 
. The restrains on the O-H (for OH) and N-H (for NH and NH 2 ) bonds and O-H bond lengths and H-O-H bond angle of water molecule were applied.
Figures Fig. 1 . The molecular structure of the title molecule with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. 
